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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS259
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS259
	C19H18N2O4
	338.4
	 pKa
	8.33
	 8.35
	     8.34
	Cosolvent 
(Initial 60v% DMSO)


[image: image9.png]CS259_Replicate-1_First titration:

Stored: S1419163.sfs

Sample weight: 1.20 mg

Acquisition time: 1.5 hrs
24 points: pH 0.5 => pH 10.6
Selected: pH 4.0 => pH 10.5
Cosolvent: 36.5wt% DMSO
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CS259_Replicate-1_Second titration:

Stored: S1419181.sfs

Sample weight: 1.20 mg

Acquisition time: 1.0 hrs
26 points: pH 0.6 => pH 10.8
Selected: pH 4.0 => pH 10.5
Cosolvent: 25.5wt% DMSO
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CS259_Replicate-1_Third titration:

Stored: S1419191.sfs

Sample weight: 1.20 mg

Acquisition time: 1.0 hrs
28 points: pH 1.3 => pH 11.0
Selected: pH 4.0 => pH 10.5
Cosolvent: 18.6wt% DMSO
CS259_Replicate-1_Factored concentrations

0.48 mM X 36.5wt% S1419163-1
0.39 mM X 25.5wt% S1419181-1
0.19 mM X 18.6wt% S1419191-1
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pKo(H;0) = 8.33 + 0.03 (COF=0.3, slope=0.0255)
pKo(DMSO) = 10.87
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CS259_Replicate-2_First titration: 
Stored: S1420121.sfs

Sample weight: 1.26 mg

Acquisition time: 1.3 hrs
22 points: pH 0.5 => pH 10.5
Selected: pH 4.0 => pH 10.5
Cosolvent: 52.0wt% DMSO
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CS259_Replicate-2_Second titration:

Stored: S1420101.sfs

Sample weight: 1.26 mg                      
Acquisition time: 0.9 hrs
28 points: pH 0.5 => pH 11.3
Selected: pH 4.0 => pH 10.5
Cosolvent: 30.8wt% DMS0
[image: image14.png]Tite [Sanple 259 Pimew Key [1420707 7 SOF i
Constant_Evor_Equation Basis  Enor Basis DalaFil 6 r .
8975 & 0210 BH=BH 05776 +0.1364 (0.000732M) & 5T
1033 £0000 COBH-HCD3 [ 1.0000 200851 (DO008STH) £03 i [
6284 0000 HCO3+H-H20D3 L
5 L
Tk
AJg O
-1k
—9
3
_3
_5 |k
&
S I
Reson Tivart
Cltn M Ero  D3aFle  Fedo G Tiwant DataFie 5 7.9
0016954 +0.G000401 10218 +0.0000 MLl p H
10817 200003 KOH
Compound Code [7 Temperature [ 250 '€ Refleric St [ 20 M
y Il Paramelers
bssayMedm [Cobavent  [208 W , BJERRUM PLOT
Eleciode Fectre
Cosficient Ralios'  Constants =
085 a Cancel o
03539 5 = | n 1
3
L H




CS259_Replicate-2_ Third titration:

Stored: S1420111.sfs

Sample weight: 1.26 mg

Acquisition time: 1.0 hrs
30 points: pH 1.4 => pH 11.6
Selected: pH 4.0 => pH 10.5
Cosolvent: 23.6wt% DMSO
CS259_Replicate-2_Factored concentrations

0.56 mM X 52.0wt% S1420121-1
0.46 mM X 30.8wt% S1420101-1
0.31 mM X 23.6wt% S1420111-1
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S1419163
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S1419181
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S1419191
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S1420121
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S1420101
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S1420111
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